Gas phase (298.15 K, 1 atm) 
Aminonitroacetylene (1), aminonitromethane (2), and diaminodinitromethane (3) have been proposed as high energy materials (HEMs; Figure 1 ) [1] [2] [3] [4] . Their gas phase enthalpies of formation (∆ f H • (g) ) have not been experimentally determined, but previous theoretical estimates have been put forward in the literature at the SCF/6-31G, G2, and G3 levels of theory (Table 1 ). In the current work, we employ the Gaussian-4 (G4) [5] composite method level of theory within Gaussian 09 (G09) [6] and apply the atomization energy approaches in ref. [7] and ref. [8, 9 ] to provide additional ∆ f H • (g) estimates for these compounds. Three-dimensional visualizations of the G4 optimized geometries are shown in Figure 2 , and full G09 archive entries (including geometry coordinates) are provided in the Supporting Information. Excellent agreement was obtained between our G4 ∆ f H
estimates for 1 and those previously reported at the G2 and G3 levels [4] . The ∆ f H Figure 1 : Structures of aminonitroacetylene (1), aminonitromethane (2), and diaminodinitromethane (3). current work a atomization energy approach as described in ref. [7] . b atomization energy approach as described in ref. [8, 9] . kJ/mol for 1 by Golovin and Takhistov [10] appears to be in error when compared to the current G4 calculations and prior G2 and G3 estimates. G4 ∆ f H
estimates for 2 and 3 reside between the prior G2, G3, and SCF/6-31G estimates [1] [2] [3] [4] . The findings presented herein will assist in better constraining the actual ∆ f H • (g) for these potential HEMs. 
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